Density functional theory study on the structure and vibrational spectra for cyanuric chloride.
The molecular structure and vibrational spectra of cyanuric chloride have been investigated by density functional theory (DFT) using standard B3LYP/6-31G* and B3LYP/6-311+G** method and basis set combinations. The DFT force field transformed to natural internal coordinates was corrected by a well-established set of scale factors that were found to be transferable to the title compound. Both the calculated structural parameters and vibrational frequencies are in good agreement with the available experimental data.